Experimental details
The C-bound H atoms were geometrically placed (C-H = 0.95-1.00 Å) and refined as riding with U iso (H) = 1.2-1.5Ueq(C). The N-bound H-atom was located in a difference Fourier map but was refined with a distance restraint of N-H = 0.88±0.01 Å, and with U iso (H) set to 1.2U equiv (N). Owing to poor agreement, the (9 1 1) reflection was omitted from the final cycles of refinement.
Comment
A recent overview of the known crystal structures for molecules of the general formula, ROC(=S)N(H)R′′ (R/R′′ = alkyl and/or aryl), i.e. the alkoxycarbothioamides, showed a high degree of concordance in their structural features [6] . Most notable was the universal adoption of a thioamide tautomer. The majority of structures featured a syn-disposition of the thione-S and thioamide-N-H atoms. The exceptions occur when an anti-disposition of the thione-S and thioamide-N-H atoms is found as, for example, in the structure where R = Me and R′′ = 4-C(= O)Me-phenyl [7] , allowing for the formation of intermolecular N-H· · · O hydrogen bonding, and where R = 4-pyridylphenyl and R′′ = phenyl [8] , allowing for intermolecular N-H· · · N hydrogen bonding. Herein, as a continuation of structural studies of this class of compound [6, 7, 9] , the crystal and molecular structures of the compound with R = i Pr and R′′ = 3-Me-phenyl are described. The molecular structure is shown in the figure (70% displacement ellipsoids) and features the normally observed [6] syn-disposition of the thione-S and thioamide-N-H atoms. In accord with expectation, the central C1, N1, O1, S1 residue is planar with the r.m.s. deviation being 0.0044 Å. The dihedral angle between the central plane and appended 3-tolyl group is 23.06 (5) The most closely related structures in the literature are the polymorphic structures EtOC(= S)N(H)(3-Me-phenyl) [6, 10] , i.e. where i Pr is substituted with Et; both polymorphs are monoclinic. In the P21/c form [6] , there are two independent molecules in the asymmetric unit whereas in the C2/c form [10] , one molecule comprises the asymmetric unit. Not unexpectedly, similar trends in conformation and geometric parameters are evident, along with supramolecular association via {· · · HNCS} 2 synthons, as described above.
